Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.046; wR factor = 0.113; data-to-parameter ratio = 16.8.
In the title compound, C 18 H 17 N 5 OS, the mean plane of the pyrazole ring [maximum deviation = 0.0031 (12) Å ] forms dihedral angles of 19.6 (4) and 9.3 (5) with the two disorder components of the N-bound benzene ring (with equal occupancies for the two orientations) and a dihedral angle of 72.58 (8) with the C-O-bonded benzene ring. The molecule exists in a trans conformation with respect to the N C bond [1.2792 (19) Å ]. The molecular structure features an intramolecular C-HÁ Á ÁO hydrogen bond, forming an S(6) ring. In the crystal, N-HÁ Á ÁN and N-HÁ Á ÁS hydrogen bonds result in the formation of zigzag layers lying parallel to (101).
Related literature
For general background to and applications of the pyrazole derivatives, see: Rai et al. (2008) ; Isloor et al. (2009) ; Girisha et al. (2010) . For standard bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used in the data collection, see Cosier & Glazer (1986) . For hydrogenbond motifs, see: Bernstein et al. (1995) . For related structures, see: Fun et al. (2011a,b,c Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x þ 1 2 ; Ày þ 3 2 ; z þ 1 2 ; (ii) Àx þ 2; Ày þ 2; Àz þ 2.
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 (Rai et al., 2008) , anti-inflammatory and analgesic (Isloor et al., 2009) activities. In view of these observations and in continuation of our search for biologically active pyrazole derivatives, we herein report the crystal structure of 3methyl-5-phenoxy-1-phenyl-1H-pyrazole-4-carbaldehyde. Reaction of 5-chloro-3-methyl-1-phenyl-1H-pyrazole-4carbaldehyde with phenol afforded 5-chloro-3-methyl-1-phenyl-1H-pyrazole-4-carbaldehyde (Girisha et al., 2010) .
In the title molecule, Fig. 1 , the mean plane of pyrazole ring (N4/N5/C3-C5, maximum deviation = 0.0031 (12) Å at atom N4) forms dihedral angles of 19.6 (4), 9.3 (5) and 72.58 (8)° with the three benzene rings (C12-C17, C12X-C17X and C6-C11). One of the benzene rings (C12-C17) is disordered over two positions with equal refined site-occupancies [0.50 (2) and 0.50 (2)]. The title molecule exists in a trans conformation with respect to the N3//dbC2 bond [1.2792 (19) Å]. Bond lengths (Allen et al., 1987) and angles are within normal ranges and are comparable to related structures (Fun et al., 2011a (Fun et al., , 2011b (Fun et al., , 2011c . The molecular structure is stabilized by intramolecular C13-H13A···O1 and C13-H13B···O1 hydrogen bonds (Table 1) , which generate S(6) ring motifs (Fig. 2, Bernstein et al., 1995) .
In the crystal (Fig.2) , intermolecular N1-H1N1···N5 and N2-H1N2···S1 hydrogen bonds (Table 1 ) result in the formation of zigzag layers parallel to (101).
Experimental
The title compound was obtained by refluxing a mixture 3-methyl-5-phenoxy-1-phenyl-1H-pyrazole-4-carbaldehyde (0.01 mol), thiosemicarbazide (0.01 mol) in ethanol (30 ml) and 3 drops of concentrated sulfuric acid for 1 h. Excess ethanol was removed from the reaction mixture under reduced pressure. The solid product obtained was filtered, washed with ethanol and dried. Pink blocks were obtained by the slow evaporation of an ethanol-N,N-dimethylformamide (DMF) (3:1) solution.
Refinement
The N-bound hydrogen atoms were located in a difference Fourier map and refined freely [N-H = 0.81 (2)-0.89 (2) Å].
The rest of hydrogen atoms were positioned geometrically and refined using a riding model with C-H = 0.95 or 0.98 Å and U iso (H) = 1.2 or 1.5 U eq (C). A rotating-group model was applied for the methyl group. One of the benzene rings (C12-C17) is disordered over two positions with equal refined site-occupancies [0.50 (2) and 0.50 (2) 
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound showing 50% probability displacement ellipsoids for non-H atoms. (Cosier & Glazer, 1986) operating at 100.0 (1) K. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Occ. (<1) S1 (7) 0.0125 (6) −0.0030 (5) 0.0020 (5) 0.0012 (5) C1 0.0166 (7) 0.0167 (7) 0.0147 (7) 0.0011 (6) 0.0020 (5) −0.0023 (5) C2 0.0147 (7) 0.0230 (7) 0.0164 (7) −0.0027 (6) 0.0033 (6) 0.0012 (6) C3 0.0150 (7) 0.0209 (7) 0.0129 (6) −0.0018 (6) −0.0002 (5) 0.0023 (5) C4 0.0143 (7) 0.0176 (7) 0.0136 (6) 0.0018 (5) 0.0012 (5) 0.0020 (5) C5 0.0164 (7) 0.0234 (7) 0.0149 (7) −0.0034 (6) 0.0008 (6) 0.0021 (6) C6 0.0149 (7) 0.0183 (7) 0.0135 (6) −0.0019 (5) 0.0020 (5) 0.0035 (5) C7 0.0165 (7) 0.0194 (7) 0.0148 (7) −0.0020 (6) 0.0039 (6) 0.0013 (5) C8 0.0187 (8) 0.0206 (7) 0.0229 (8) 0.0009 (6) 0.0024 (6) 0.0039 (6) C9 0.0234 (8) 0.0315 (9) 0.0200 (8) 0.0017 (7) 0.0005 (6) 0.0102 (7) supplementary materials sup-6
Acta Cryst. (2012). E68, o2146-o2147 C10 0.0271 (9) 0.0397 (10) 0.0146 (7) 0.0023 (7) 0.0054 (6) 0.0069 (7) C11 0.0204 (8) 0.0300 (8) 0.0160 (7) 0.0036 (7) 0.0062 (6) 0.0018 (6) (7) 0.0001 (7) Geometric parameters (Å, º) S1-C1 Symmetry codes: (i) x+1/2, −y+3/2, z+1/2; (ii) −x+2, −y+2, −z+2.
